Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.042; wR factor = 0.074; data-to-parameter ratio = 14.2.
Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.074 S = 0.99 2833 reflections 200 parameters H-atom parameters constrained Á max = 0.37 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C21-H21Á Á ÁO6 i 0.93 2.46 3.320 (4) 155
Symmetry code: (i) x À 1 2 ; y; Àz þ 1 2 .
Data collection: CrysAlis PRO CCD (Oxford Diffraction, 2010); cell refinement: CrysAlis PRO CCD; data reduction: CrysAlis PRO RED (Oxford Diffraction, 2010); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and CAMERON (Watkin et al., 1993) ; software used to prepare material for publication: WinGX (Farrugia, 1999). Fig. 1 . The molecular structure of the title compound. Displacement ellipsoids are drawn at the 50% probability level. The H atoms are shown as spheres of arbitrary radii. supplementary materials sup-2 (E)-1-(5-Bromothiophen-2-yl)-3-(3,4,5-trimethoxyphenyl)prop-2-en-1-one 109.5 O3-C18-C19 120.4 (3) O4-C9-H9B 109.5 C17-C18-C19 116.6 (3) H9A-C9-H9B 109.5 C20-C19-C18 131.1 (3) O4-C9-H9C 109.5 C20-C19-S2 110.7 (3) H9A-C9-H9C 109.5 C18-C19-S2 118.1 (3) H9B-C9-H9C 109.5 C19-C20-C21 113.8 (3) O4-C10-C15 124.5 (3) C19-C20-H20 123.1 O4-C10-C11 115.0 (3) C21-C20-H20 123.1 C15-C10-C11 120.6 (3) C22-C21-C20 111.1 (3) O5-C11-C12 119.9 (3) C22-C21-H21 124.4 O5-C11-C10 120.8 (3) C20-C21-H21 124.4 C12-C11- 
Figures
R[F 2 > 2σ(F 2 )] = 0.042 H-atom parameters constrained wR(F 2 ) = 0.074 w = 1/[σ 2 (F o 2 ) + (0.0142P) 2 ] where P = (F o 2 + 2F c 2 )/3 S = 0.99 (Δ/σ) max = 0.
